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In the title compound, Ci6HnBrN 2 , the dihedral angle 
between the indole ring system and the phenyl ring is 
58.85 (11)°. 

Related literature 

For the synthesis of the title compound, see: Du et al. (2006). 
For its precursor, see: Jin et al. (2009). For related structures, 
see: Yang et al. (2011); Yan & Qi (2011). 



Monoclinic, P2 1 /n 
a = 9.170 (7) A 
b = 8.849 (6) A 
c = 16.337 (12) A 
P = 94.415 (15)° 
V = 1321.7 (16) A 3 

Data collection 

Rigaku Saturn724 CCD 
diffractometer 

Absorption correction: multi-scan 
(CrystalClear; Rigaku, 2009) 
7U, = 0.576, r max = 0.671 

Refinement 

R[F 2 > 2a(F 2 )] = 0.042 

wR(F 2 ) = 0.106 

S = 1.00 

3147 reflections 



Mo Ka radiation 
p = 3.10 mm -1 
T = 113 K 

0.20 x 0.18 x 0.14 mm 



12992 measured reflections 
3147 independent reflections 
2309 reflections with / > 2a(l) 
Ri„, = 0.052 



173 parameters 

H-atom parameters constrained 
Ap»ax = 0.90 e A~ 3 
A,o m i„ = -0.73 e A~ 3 



Data collection: CrystalClear-SM Expert (Rigaku, 2009); cell 
refinement: CrystalClear-SM Expert; data reduction: CrystalClear-SM 
Expert; program(s) used to solve structure: SHELXS97 (Sheldrick, 
2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 
2008); molecular graphics: CrystalStructure (Rigaku, 2009); software 
used to prepare material for publication: CrystalStructure. 

XQ is grateful for financial support from the China Post- 
doctoral Science Foundation (grant No. 200904507610). 

Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: HB6373). 
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Experimental 

Crystal data 
C 16 H„BrN 2 



CH, 



if, = 311.18 
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Acta Cryst. (2011). E67, o2509 [ doi:10.1107/S1600536811034246 ] 
l-(4-Bromophenyl)-2-methyl-l//-indole-3-carbonitrile 
Q. Yan and X. Qi 

Comment 

In our continuing investigation of indole derivatives, herein, we reported the title compound (I). In the molecular 
structure,(Fig. 1), the indole ring is essentially planar with a dihedral angle of 0.95 (16)% between its pyrrole ring and 
fused benzene ring, similar to that [0.85 (6)°] of the l-(2-chlorophenyl)- 6-fluoro-2-methyl-l//-indole-3-carbonitrile (Yang 
etal., 2011), but less than that [2.66 (6)°] of our previously reported l-(4-methoxyphenyl)-2-methyl-l//-indole-3-carboni- 
trile (Yan&Qi, 2011). 

The indole ring constructs an angle of 58.85 (11) ° with the bromobenzene ring, similar to that [58.41 (4)°] reported 
by our group (Yan & Qi, 2011), but less than that [80.91 (5)°] reported by Yang et al. (2011). All the difference might be 
attributed to the steric substituent on the iV-phenyl motif. 

In the crystal packing, no significant n-n stacking interaction and C — H— n interaction were detected, unlike those repor- 
ted in its anolog l-(4-methoxyphenyl) -2-methyl-l//-indole-3-carbonitrile. 



The title compound was prepared according to the method of the literature (Du, et al., 2006). Colourless prisms of (I) were 
grown from a mixture of ethyl actate and petroleum ether. 



All H atoms were positioned geometrically (C — H = 0.95 and 0.98 A)and refined as riding with C/j S0 (H) = 1.2[/ eq (CH) or 
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Refinement 



1.5£/ eq (CH 3 ). 



Figures 




Fig. 1 . The molecular structure of (I) with 50% probability displacement ellipsoids. 
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1 -(4-Bromophenyl)-2-methyl-1 H-indole-3-carbonitrile 



Crystal data 



C 16 H„BrN 2 



F(000) = 624 
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Af r = 311.18 
Monoclinic, P2\ln 
Hall symbol: -P 2yn 
a = 9.170 (7) A 
b = 8.849 (6) A 
c = 16.337 (12) A 
(3 = 94.415 (15)° 

V= 1321.7 (16) A 3 
Z=4 

Data collection 

Rigaku Saturn724 CCD 
diffractometer 

Radiation source: rotating anode 
multilayer 

Detector resolution: 14.22 pixels mm' 
co and cp scans 

Absorption correction: multi-scan 
(CrystalClear; Rigaku, 2009) 

r min = 0.576, r max = 0.671 

12992 measured reflections 



D x = 1.564 Mgm J 
Mo ATct radiation, X = 0.71073 A 
Cell parameters from 4781 reflections 
9 = 2.2-27.9° 

|i = 3.10 muT 1 

T= 113 K 

Prism, colorless 

0.20 x 0.18 x 0.14 mm 



3147 independent reflections 

2309 reflections with / > 2c(i) 
R int = 0.052 

Qmax = 27.9°, 6 m j n — 2.5° 

A = -12— »11 
A: = -ll— »11 
/ = -21-*21 



Refinement 

Refinement on F 2 
Least-squares matrix: full 
R[F 2 > 20(^)1 = 0.042 
wR(F 2 ) = 0.106 

5= 1.00 

3147 reflections 
173 parameters 
0 restraints 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 

w = l/[o 2 (F 0 2 ) + (0.0495P) 2 ] 
where P = (F 0 2 + 2F 2 )/3 
(A/o) max < 0.001 

Ap max = 0.90eA~ 3 

Ap mi „ = -0.73eA" 3 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two Is. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 

Refinement. Refinement of F 2 against ALL reflections. The weighted ic-factor wR and goodness of fit S are based on F 2 , convention- 

2 2 2 

al ic-factors R are based on F, with F set to zero for negative F . The threshold expression of F > o(F ) is used only for calculating R- 

factors(gt) etc. and is not relevant to the choice of reflections for refinement. R- factors based on F are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 
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Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
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C5 
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H5 
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a 1 on i ii / 1 a\ 

0.18934 (19) 


A A^^A /'"7\ 

0.0250 (7) 


H9 


1.0732 


0.9057 


0.2058 
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C13 


0.6191 (3) 


0.5860 (3) 
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H15A 
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0.3068 
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Atomic displacement parameters (A 2 ) 





U n 


U 22 


t/ 33 


U 12 


U u 


U 2i 


Brl 


0.02374 (19) 
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Nl 
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N2 
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0.0029 (13) 
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C6 
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0.0252 (16) 
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C7 
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Geometric parameters (A, °) 
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